> W 3=3 55145359808501310e-004, 10=-1.39874988673573670e+001

COMPOUND 6
/
. , 137.1276/ | Background peaks
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o , J660 2s10s200070801) : i OO =
10 15 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
B o miz, amu
/ ) B
vy, ONEORR D & Target m/z: +361.2382 amu
e HRESLMS Tolerance: +10.0000 ppm
Result type: Elemental
Max num of results: 100
Min DBE: -0.5000 Max DBE: +50.0000
Electron state: OddAndEven
Num of charges: 0
Add water: N/A
& Add proton: N/A
File Name: MEDCB-4a 25-2-13.wiff
Elements Min Number Max Number:
1 C 0 30
2 H 0 50
3 (o] 0 1
Formula Calculated m/z (amu) mDa Error PPM Error DBE
1 C22 H33 04 361.2378 0.3151 0.8723 6.5




AVANCE AV-600
CRYO PROBE
LAB NO: 108

dec-16-12
1
1
20121216
10.32
spect
PROBHD 5 mm CPTCI 1H-
PULPROG 2930
TD 32768
SOLVENT €pc13
NS 16
DS 0
SWH 12019.230 Hz
FIDRES 0.366798 Hz
AQ 1.3632404 sec
RG
DW 41.600 usec
DE 6.50 usec
TE 298.0
D1 2.00000000 sec
TDO 1
CHANNEL £1
NUC1
Pl 7.20 usec
PL1 3.30 dB
PLIW 9.16420078 W
SFO1 600.2354021 MHz
SI 16384
SF 600.2300251 MHz
WDW EM
sSB 0
LB 0.30 Hz
GB 0
BC 0.50
L L 1‘ R >
Y]
o - el lailelailailailes]=lolcilS|e e
T T T T T T T T T T T T T T T T T 1
85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 1.0 ppm
COMPOUND 6
BB
AVANCE AV-600
CRYO PROBE
e © LAB NO: 108
8 8 o 0 COORNTTNOUNONTOOOOM
o o @ © NO PO R3O0 PO N NG 0.0 X NAME dec-16-12
o o © o~ NNO-ONNNYI0W0OOO= W00 et &
q « - - NENNOOBBBLITOOOONNNN oi N .
‘\‘\\'\\\ w \/////’ Date_ 20121216
Time 21.47
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG 29pg
™ 65536
SOLVENT cDC13
ns 12288
s 2
sik 35971.223 Hz
FIDRES 0.548877 Hz
0.9110143 sec
RG 32768
o 13,900 usec
OE 6.50 usec
€ 294.5 K
o1 1.50000000 sec
ol1 0.03000000 sec
00 12
== CHANNEL f1 mmwmmaw=
NuCc1 13¢
3} 15.40 usec
PL1 1,00 dB
PL1W 83.60149384 W
SFO1 150.9453107 MHz
======== CHANNEL f2 wemmmm==
CPDPRG2 waltzl6
NUC2 1
pCPD2 65.00 usec
PL2 3.30 dB
PL12 22.06 dB
PL13 27,00 dB
PL2W 9.16420078 W
PL1ZW 0.12192553 W
PL13W 0.03909260 W
SF02 600.2336014 Mz
st 32768
sF 150.9279594 MHz
WDW EM
ss8 0
LB 1.00 Hz
GB 0
l l eC 1.10
\ a \ |
T T T T T T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm



o COMPOUND 6
DEPT-135

AVANCE AV-600
CRYO PROBE
i o: 108
0 - OCTMONKNLMO = O MO
el N QO INA0 N O T=:37 00 ¥, 1010 NAME dec-16-12
1N N I R R R B R R R K it 2
- N OOBLOLWLITMOOMNNNN - TXERO 7
RSTASIP 2
Time 6.18
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG deptspl3s
™ 65536
SOLVENT cpCl3
NS 2486
DS 2
SiR 30303.031 Hz
FIDRES 0.462388 Hz
aQ 1.0814105 sec
RG 27 61
oW 16.500 usec
DE 6.50 usec
TE 294.3 K
cusT2 145.0000000
D1 1.50000000 sec
D2 0.00344828 sec
pi2 0100002000 sec
TDO 6
e T 7 I —
c1l 13¢
15.40 usec
2000.00 usec
120.00 dB
1.00 dB
0.00000000 W
" 8360149384 W
150.9430468 MHz
5.40 dB
Crp60comp. 4
0.500
00 Hz
CHANNEL f2 ===sss==
waltzl6
1
7.50 usec
1500 usec
65.00 usec
3.30 dB
22.06 dB
9.16420078 W
0.12192553 W
600,2324009 MHz
32768
150.9279594 MHz
EM
0
1.00 Hz
0
T T T T T T T T T T T 109
180 160 140 120 100 80 60 40 20 ppm
'/ COMPOUND 6
DEPT-90
AVANCE AV-600
CRYO PROBE
) LAB NO: 108
2 2 o xoy X
© i ) - 18
1N NI I - e Sarags
- ~ © ©Wu ) X, .
l I | \ / pate_ 20121217
Time 8.00
INSTRUM spect
PROBHD 5 mm CPTCI 1H-
PULPROG deptsp90
™ 65536
SOLVENT cpc13
NS 864
DS 2
St 30303.031 Hz
FIDRES 0.462388 Hz
aQ 1.0814105 sec
RG 32768
oW 16.500 usec
DE 6.50 usec
T 295.0 K
cNsT2 145.0000000
01 1.50000000 sec
0344
PL1 1.00 d8
PLOW 0.00000000 W
PLLW 8360149384 W
SFO1 150.9430468 Mz
sp2 5.40 dB
SPNAM2 Crp60comp. 4
SPOAL2 0.500
SPOFFS2 0.00 Hz
! - = CHANNEL {2 ====s==e
| CPDPRG2 waltzl6
[ ' NOC2 1H
! ! 3 7.50 usec
100 usec
PCPD2 usec
PL2 . dB
PL12 22.06°dB
& L " " - PL2W 9.16420078 W
ety " " PL12W 0.12192553 W
SFO2 600.2324009 MHz
81
SF 150.9279594 MHz
WDW EM
SsB 0
L8 1.00 Hz
. GB [
rC 1.00

T T T T T
180 160 140 120 100 80 60 40 20 ppm



COMPOUND 6

HSQC AVANCE AV-600
CRYO PROBE
LAB NO: 108
NAME dec-16-12
EXPNO 4
PROCNO B
Date_ 20121216
L Time %
INSTRUM spect
A PPM oroeip 5 mm cpTcT 18-
PULPROG hsqcetgpsi
™ 1024
SOLVENT cpCl3
w NS 32
DS 8
20 o5, 5387.931 Hz
FIDRES 5.261652 Hz
: aQ 0.0951700 sec
s RG ;sad
oW 92.800 usec
40 DE 6.50 usec
| TE L0 K
CcNsT2 145.0000000
' g 9 DO 0.00000300 sec
60 o1 1.50000000 sec
| ] D4 0.00172414 sec
. D11 0.03000000 sec
ﬂ ‘Y 013 0.00000400 sec
. D16 0.00015000 sec
80 24 0.00110000 sec
" N0 0.00001655 sec
ZGOPTNS
i IO~ ;T —
I 100 juc; 1H
1 7.20 usec
\ 2 14.40 usec
P28 0.50 usec
L1 3.30 dB
! 120 PLIW 9.16420078 W
sFol 600.2327010 MHz
= = CHANNEL £2 ===s=m=e
140 ceoerG2 garp
NUC2 13¢
P3 15.40 usec
P4 30.80 usec
BCED2 61.00 usec
160 ei2 1.00 dB
PL12 13.00 dB
PL2W 83.60149384 W
PL12W 5.27489758 W
180 572 150.9430468 MHz
mmmwws GRADIENT CHANNEL
GPNAML SINE.100
GPNAM2 SINE.100
GP21 80.00 %
GPZ2 20.10 %
85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm 2% 2000200 uaec
COMPOUND 6
COsY
AVANCE AV-600
CRYO PROBE
LAB NO: 108
i W L 1 J pPpm  NaME dec-16-12
EXPNO 2
PROCNO 1
Date_ 20121216
Time 10.38
<. - . . INSTRUM spect
< 1 PROBHD 5 mm CPTCI 1H-
. PULPROG cosydfqgf
e s dee ™D 2048
= n 7 o SOLVENT cDpCl3
x 8 §ow E NS 8
5 § DS 4
2 SWH 5387.931 Hz
. FIDRES 2.630826 Hz
AQ 0.1901972 sec
RG 4
- DW 92.800 usec
3 DE 6.50 usec
% TE 298.0 K
. - DO 0.00000300 sec
: Dl 1.50000000 sec
- ° ® «0: D13 0.00000400 sec
4 D20 0.00000200 sec
. INO 0.00018560 sec
CHANNEL f1
" . nucl
. Pl 7.20 usec
5 PL1 3.30 dB
PL1W 9.16420078 W
SFO1 600.2327010 MHz
NDO 1
TD 256
6 SFO1 600.2327 MHz
] FIDRES 21.046606 Hz
sW 8.976 ppm
FnMODE OF
ST 1024
7 SF 600.2300251 MHz
B v WDW OSINE
—_— ° el x SSB 0
b 1B 0.00 Hz
GB 0
BC 1.40
8 SI 1024 *
MC2 OF
SF 600.2300251 MHz
WDW QSINE
SSB 0
LB 0.00 Hz
GB 0

8 4 ) 6 5 4 3 2 1 ppm



COMPOUND 6

HMBC

AVANCE AV-600
CRYO PROBE
LAB NO: 108

NAME dec-16-12
EXPNO 5
PROCNO 1
Date_ 20121216
Time 16.42
INSTRUM spect
—— A PPM i0bib 5 mm cprCT 1H-
PULPROG  hmbcgplpndgf
™ 4096
. - SOLVENT cpcl3
20 ¥ 32
B A A DS 8
. < SWH 5387.931 Hz
B o FIDRES 1.315413 Hz
b AQ 0.3802516 sec
40 =rc 46341
DW 92.800 usec
DE 6.50 usec
TE 298.0 K
60 cnst2 145.0000000
CNST13 13.0000000
3 DO 0.00000300 sec
o D1 1.50000000 sec
80 o2 0.00344828 sec
D6 0.03846154 sec
D16 0.00015000 sec
NO 0.00001440 sec
100 o it i e
NUCL 1H
p; 7.20 usec
3 14.40 usec
BB . 120 .o, 3.30 dB
PL1W 9.16420078 W
SFO1 600.2327010 MHz
140 e CHANNEL £2 memmemn
NUC2 13¢
:13.2 15.40 usec
.00 dB
160 ruow 83.60149384 W
= 4 *' SFO2 150.9453107 MHz
s GRADIENT CHANNEL =====
180 SINE.100
SINE.100
SINE.100
50.00 %
200 30.00 &
40.10 %
) 2000.00 usec
2
220 150.9453 MHz
135.614929 Hz
230.000 ppm
85 80 75 7.0 65 6.0 55 50 45 40 35 3.0 25 20 15 1.0 05 ppm g
COMPOUND &
NOESY
AVANCE AV-600
CRYO PROBE
LAB NO: 108
m  NAME dec-16-12
LIL A A pp! EXPNO 3
PROCNO 1
Date_ 20121216
ime 11.37
INSTRUM spect
- == PROBHD 5 mm CPTCI 1H-
1 PULPROG noesygpph
™D 1024
- SOLVENT cpe13
NS 8
= & s 4
" SWH 5387.931 Hz
2 FIDRES 5.261652 Hz
AQ 0.0951700 sec
RG 71.8
oW 92.800 usec
—— DE 6.50 usec
TE 298.0 K
- D0 0.00008363 sec
3 b1 1.50000000 sec
08 0.80000001 sec
D16 0015000 sec
o @ N0 .00018560 sec
—_ a
l, mmmmmmmm CHANNEL £1 =
. 4 nucl 18
o Pl 7.20 usec
P2 14.40 usec
. PL1 3.30 dB
° PLIW 9.16420078 W
. 5 SFO1 600.2327010 MHz
====== GRADIENT CHANNEL =mmms
GENAML SINE.100
GPNAM2 SINE.100
; GPZ1 40.00 %
3 GPZ2 ~40.00 %
6 P16 2000.00 usec
o NDO
™ 256
C SFO1 600.2327 MHz
FIDRES 21.046606 Hz
s 8.976 ppm
] . 7 FnMODE States-TPPT
o sI 1024
—— ; SF 600.2300251 MHz
WowW QSINE
ssB
1B 0.00 Hz
GB 0
8 PC 1.40
ST 1024
Mc2 States-TPPI
SF 600.2300251 MHz
N WOW QSINE .
sSB
1B 0.00 Hz
8 7 6 5 4 3 2 ppm 0



